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Figure S1. Dose response inhibitory curves and ICso of selected compounds. The control NMT inhibitors are shown
on the top row. At the bottom, two ligands- ZINC19710136 and ZINC67688793, identified by virtual screening are
shown. These compounds form a salt bridge with C-terminus of NMT and were some of the most potent ligands
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tested. The experiments were performed in duplicates. Error bars represent SEM.

Table S1. ChemPLP scores of candidate compounds after docking with GOLD using crystal structure of human
NMT1 (PDB 3IWE). The protein was set with flexible side chains. Three structural water molecules (HOH2, HOH760,

HOH970) were also included in analysis. Autodock affinity scores are also shown for comparison.

Affinity . . .
ZINC ID Cl(lgeonll;;P Autodock Interaction wl\l]t:,[ ;Z-termmus of

kcal/mol

1 ZINC19710084 120.37 -11.4 Salt bridge

2 ZINC19691948 120.17 -12.0 H-bond

3 ZINC19710136 119.73 -11.6 Salt bridge

4 ZINC19710116 117.55 -11.3 Salt bridge

5 ZINC19228549 117.52 -11.9 None

6 ZINC15080181 116.02 -11.1 Salt bridge

7 ZINC19710117 115.26 -11.3 Salt bridge

8 ZINC35451413 114.82 -11.8 H-bond

9 ZINC21711800 113.94 -11.3 Salt bridge

10 ZINC61997750 113.09 -11.9 None
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